Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.007 Å; R factor = 0.046; wR factor = 0.109; data-to-parameter ratio = 14.5.
Related literature
For related literature, see: Allen (2002) ; Aoi & Okada (1996) ; Decken et al. (2006) ; Eisnor et al. (2006) ; Meyers (2005) .
Experimental
Crystal data 
Data collection
Bruker SMART APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2000) T min = 0.32, T max = 0.38 5489 measured reflections 2016 independent reflections 1523 reflections with I > 2(I) R int = 0.043 Refinement R[F 2 > 2(F 2 )] = 0.046 wR(F 2 ) = 0.109 S = 0.99 2016 reflections 139 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.35 e Å À3 Á min = À0.68 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Bruker, 2000) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. (Meyers, 2005) , polymerization chemistry (Aoi & Okada, 1996) , Lewis acid catalysis , and coordination chemistry (Decken et al., 2006) . Although their coordination complexes are widespread used, few metal-free species have been characterized crystallographically (Allen, 2002) . Herein, the molecular structure of the title compound (I) is described.
The bond lengths and angles determined for (I) have the usual values found for structurally similar molecules (Allen, 2002) . The existence of a conjugated system is found in the values of the N1-C8 [1.308 (6) Å] and N2-C8 [1.317 (5) Å] bond distances. The dihedral angle between the aryl rings and the oxazolidine ring is 1.82 (2)° and the C4-C7-N2-C8 torsion angle is 179.10 (4)°, indicating planarity of the model.
Experimental
To a solution of 4-chlorobenzoyl chloride (1 mmol) in CH 2 Cl 2 (5 ml) was added ammonium thiocyanate (1.3 mmol) and PEG-400 (0.1 mmol). The mixture was then stirred at room temperature for 1 h. A solution of 2-aminoethanol (0.9 mmol) in CH 2 Cl 2 (2 ml) was added. The mixture was continuously stirred for 30 min. After the reaction was completed, water (10 ml) was added and the organic phase was dried over anhydrous sodium sulfate. The solvent was removed under vacuum and the residue was purified by flash chromatography to give 1-(3-bromobenzoyl)-3-(2-hydroxyethyl)thiourea in 95% yield.
This compound was reacted with dicyclohexylcarbodiimide under weakly basic conditions in acetonitrile to give (I) in 93% yield. Single crystals suitable for the X-ray diffraction study were obtained by slow evaporation of an acetone/water solution of (I); m. p. 374-375 K.
Refinement
The positional parameters of the N-H atom were refined freely with U iso (H) = 1.2U eq (N); N-H = 0.91 (6) Å. The C-bound H atoms were included in the riding model approximation with C-H = 0.93 Å, and with U iso (H) = 1.2U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Br1-C3 1.891 (4) C7-N1 1.362 (6) C1-C2 1.364 (7) C8-N1 1.308 (6) C1-C6 1.395 (6) C8-N2 1.317 (5) C1-C7 1.494 (7) C8-O2 1.340 (5) C2-C3 1.392 (7) C9-N2 1.466 (6) 
